Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.003 Å; R factor = 0.056; wR factor = 0.147; data-to-parameter ratio = 15.6. organic compounds o2326 Zheng et al.
In the crystal structure of the title compound, C 20 H 16 O 4 , which is in the enol form, the central benzene ring makes dihedral angles of 63.42 (9) and 5.19 (10) with the phenyl and furan rings, respectively. There is a short strong intramolecular O-HÁ Á ÁO hydrogen bond.
Related literature
For hydrogen bonds in 1,3-diketones, see: Bertolasi et al. (1991) ; Gilli et al. (2004) ; Vila et al. (1991) . For 1,3-diketones as ligands, see: Baskar & Roesky (2005) ; Bassett et al. (2004) ; Jang et al. (2006) ; Soldatov et al. (2003) .
Experimental
Crystal data Mo K radiation = 0.09 mm À1 T = 298 (2) K 0.32 Â 0.20 Â 0.12 mm
Data collection
Bruker SMART APEX CCD areadetector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.978, T max = 0.983 6611 measured reflections 3439 independent reflections 2268 reflections with I > 2(I) R int = 0.078 Refinement R[F 2 > 2(F 2 )] = 0.056 wR(F 2 ) = 0.147 S = 0.95 3439 reflections 220 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.18 e Å À3 Á min = À0.29 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). (16) 162 (2) Data collection: SMART (Bruker, 1997) ; cell refinement: SAINT (Bruker, 1999) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
3-[4-(Benzyloxy
Wang and L. Fan Comment 1,3-Diketones in their enolic tautomeric forms have been extensively studied owing to their ability to form strong intermolecular or intramolecular hydrogen bonds (Vila et al., 1991; Bertolasi et al., 1991; Gilli et al., 2004) . They are among the most studied ligands in the chemistry of metal complexes and used widely in the chemistry of metallocomplexes (Baskar & Roesky, 2005; Bassett et al., 2004; Jang et al., 2006; Soldatov et al., 2003) .
The crystal structure of the title compound, (I), is in the enol form stabilized by an intramolecular hydrogen bond (Fig. 1 ).
The distances of O2-H2 and O3···H2 are 1.15 (3) and 1.38 (3) Å, respectively. The central benzene ring (C8-C13) makes dihedral angles of 63.42 and 5.19° with two aromatic rings (C1-C6) and (C17-O4), respectively. The crystal packing is stabilized by van der Waals forces.
Experimental 1-[4-(Benzyloxy)phenyl]ethanone (2.26 g, 0.01 mol), methyl furan-2-carboxylate (1.26 g, 0.01 mol), NaNH 2 (0.78 g, 0.02 mol) and dry ether (60 ml) were placed into round bottom flask. The mixture was stirred for 6 h at room temperature under a blanket of nitrogen, acidified with dilute hydrochloric acid, and stirring was continued until all solids dissolved. The ether layer was separated and washed with saturated NaHCO 3 solution, dried over anhydrous Na 2 SO 4 and was removed by evaporation. The residual solid was recrystallized from an ethanol solution to give the title compound (I) (yield 1.75 g, 54.7%; m.p. 403 K). Crystals suitable for X-ray diffraction were grown by slow evaporation of a CH 2 Cl 2 -EtOH (1:4) solution at room temperature.
Refinement
H atoms were placed in geometrically idealized positions and constrained to ride on their parent atoms, with C-H distances of 0.93 to 0.97 Å, and with U iso (H) = 1.2U eq (C). The H atom of the hydroxyl group was located in a difference Fourier map and its position was refined freely, with U iso (H) = 1.5U eq (O). (12) 0.0559 (10) 0.0315 (9) 0.0166 (9) 0.0281 (9) C6 0.0533 (9) 0.0446 (9) 0.0408 (8) 0.0094 (7) 0.0023 (7) 0.0167 (7) C7 0.0536 (9) 0.0518 (10) 0.0594 (10) 0.0085 (7) 0.0032 (8) 0.0277 (8) C8 0.0538 (9) 0.0380 (8) 0.0411 (8) 0.0099 (7) 0.0076 (7) 0.0181 (7) (7) 0.0095 (7) 0.0183 (7) C12 0.0481 (9) 0.0494 (9) 0.0481 (9) 0.0015 (7) 0.0031 (7) 0.0239 (8) C13 0.0536 (9) 0.0434 (9) 0.0515 (9) −0.0011 (7) 0.0056 (7) 0.0251 (8) C14 0.0568 (9) 0.0432 (9) 0.0421 (8) 0.0121 (7) 0.0144 (7) 0.0198 (7) C15 0.0556 (9) 0.0494 (9) 0.0468 (9) 0.0114 (7) 0.0077 (7) 0.0239 (8) (17) 0.0662 (13) 0.0287 (11) −0.0040 (10) 0.0124 (12) O1 0.0627 (7) 0.0467 (7) 0.0560 (7) 0.0009 (5) −0.0054 (5) 0.0302 (6) O2 0.0605 (7) 0.0568 (7) 0.0712 (8) 0.0060 (6) 0.0086 (6) 0.0408 (7) O3 0.0772 (9) 0.0687 (9) 0.0799 (9) 0.0223 (7) 0.0166 (7) 0.0498 (7) O4 0.0671 (8) 0.0683 (9) 0.0576 (8) 0.0189 (7) 0.0014 (6) 0.0208 (7) Geometric parameters (Å, °) (2) 
